Key indicators: single-crystal X-ray study; T = 290 K; mean (C-C) = 0.006 Å; R factor = 0.056; wR factor = 0.104; data-to-parameter ratio = 7.9.
The asymmetric unit of the title compound, C 6 H 16 B 10 , contains one molecule that is close to possessing a noncrystallographic plane of mirror symmetry in the space group Pna2 1 . The orientation of the molecules in the orthorhombic cell shows that the structure can not be described in the space group Pnma, which has the same systematic absence conditions. The long inner-cluster C-C distance of 1.510 (5) Å is typical for {1,2-Me 2 -closo-1,2-C 2 B 10 } derivatives.
Related literature
For a general overview of the functionalization of dicarbacloso-dodecaboranes, see: Bregadze (1992); Kalinin & Ol'shevskaya (2008) . For the synthesis and properties of {closo-1,2-C 2 B 10 } clusters with ethynyl groups bonded to boron, see : Zakharkin et al. (1981) ; Himmelspach & Finze (2010a) . For structures of related icosahedral boron cages with alkynyl groups bonded to boron, see: Finze (2008) ; Himmelspach & Finze (2010b) . For intensity statistics of Friedel opposites for all non-centrosymmetric space groups, see: Shmueli et al. (2008) .
Experimental
Crystal data Table 1 Selected geometric parameters (Å , ).
C1-C3 1.510 (5) C1-C2
1.680 (5) C1-B4
1.684 (6) C1-B5
1.693 (6) C1-B3
1.714 (6) C1-B6
1.728 (6) C2-C4
1.529 (5) C2-B11
1.670 (6) C2-B7
1.697 (6) C2-B6
1.709 (6) C2-B3 1.717 (5) B3-B7
1.758 (6) B3-B8
1.758 (6) B3-B4
1.760 (6) B4-B5
1.755 (6) B4-B8
1.767 (6) B4-B9
1.769 (6) B5-B9 1.759 (6) B5-B10
1.766 (6) B5-B6
1.778 (6) B6-B11
1.750 (7) B6-B10
1.751 (6) B7-B11
1.760 (6) B7-B12
1.757 (6) B7-B8
1.776 (6) B8-B9
1.777 (6) B8-B12
1.781 (6) B9-C5 1.544 (5) B9-B12
1.780 (6) B9-B10
1.789 (6) B10-B11
1.765 (7) B10-B12
1.774 (7) B11-B12
1.752 (6) C5-C6 9-Ethynyl-1,2-dimethyl-1,2-dicarba-closo-dodecaborane (1,2-Me 2 -9-HC C-closo-1,2-C 2 B 10 H 9 ) M. Finze and G. J. Reiss
Comment
The interest in functionalized dicarba-closo-dodecaboranes as building blocks for a broad range of applications is steadily increasing because of their high chemical and thermal stability as well as the diversity of their substitution patterns at the boron cage (Bregadze, 1992; Kalinin & Ol'shevskaya, 2008) . The synthesis of {closo-C 2 B 10 } clusters with alkynyl groups bonded to boron is achieved by Pd-catalyzed Kumada-type cross-coupling reactions using the iodinated clusters and alkynyl Grignard reagents as precursors (Zakharkin et al., 1981; Himmelspach & Finze, 2010a) . The title compound 1,2-dimethyl-9-ethynyl-1,2-dicarba-closo-dodecaborane, which is the first structurally characterized monoethynyldicarba-closododecaborane with a B cluster -C≡C-H unit, crystallizes in the orthorhombic acentric space group Pna2 1 with one complete molecule in the asymmetric unit. The bond lengths and angles of the {closo-1,2-C 2 B 10 } cage of 1,2-Me 2 -9-HC≡C-closo-1,2-C 2 B 10 H 9 are similar to those reported for the related bis(trimethylsilylalkynyl) substituted derivative 1,2-Me 2 -9,12-(Me 3 SiC≡C) 2 -closo-1,2-C 2 B 10 H 9 (Himmelspach & Finze, 2010a) . The B-C and C≡C distances are similar to values reported for the diethynyldicarba-closo-dodecaboranes 9,12-(HC≡C) 2 -closo-1,2-C 2 B 10 H 10 and 9,10-(HC≡C) 2 -closo-1,7-C 2 B 10 H 10 (Himmelspach & Finze, 2010a) (Himmelspach & Finze, 2010b) .
Experimental 1,2-Me 2 -9-HC≡C-closo-1,2-C 2 B 10 H 9 was synthesized according to a published procedure and the spectroscopic data have been reported earlier (Himmelspach & Finze, 2010a) . The compound was dissolved in acetonitrile and slow evaporation of the solvent resulted in colorless crystals.
Refinement
All hydrogen atom positions were obtained from difference fourier maps. The hydrogen atoms of the methyl groups were included in the latest stages of the refinement with a riding model and for each methyl group a common U iso value was refined. The hydrogen atoms bonded to the carborane cluster were included in the refinement with a riding model (AFIX 153) and their U iso values were set to 1.2 of the equivalent isotropic displacement parameter of the corresponding parent atom. The hydrogen atom of the ethynyl group was positioned using a riding model (AFIX 163) and its U iso was refined freely. In the absence of significant anomalous scattering effects, Friedel pairs were averaged, resulting in a low reflection to parameter ratio (Shmueli et al., 2008) .
supplementary materials sup-2 Figures   Fig. 1 . : Hydrogen atoms are drawn with arbitrary radii and the displacement ellipsoids are shown at the 35% probability level. 
